Chemical 
VOL. 225, NOS. 1-3 


P hysics Contents 15 DECEMBER 1997 


Abstracted/indexed in: Chemical Abstracts, ERDA Abstracts, ISI Current Contents, Inspec Abstracts, Nuclear Engineering Abstracts, 
Physics Abstracts, Physikalische Berichte/Physics Briefs 


Preface Vii 


Stability, properties and electronic g-tensors of H,CO™ as stabilized in H,CO~- Na complexes 


P.J. Bruna, G.H. Lushington and F. Grein l 
First observation of ro-vibrational transitions of the SiC radical by infrared LMR spectroscopy 
M. Wienkoop, P. Miirtz, P.-C. Schumann, M. Havenith and W. Urban 17 


An ab initio study on the four electronically lowest-lying states of CH, using the state-averaged complete 
active space second-order configuration interaction method 


Y. Yamaguchi and H.F. Schaefer III 23 
A theoretical calculation of the absorption spectrum of CH} 

G. Osmann, P.R. Bunker, P. Jensen and W.P. Kraemer 33 
Ab initio study of NO,. VII. A?B, — X 7A, nonadiabatic Franck—Condon absorption spectrum 

R. Brandi, F. Santoro and C. Petrongolo 55 


Ab initio treatment of the Renner-Teller effect in tetra-atomic molecules undergoing large amplitude 
bending vibrations 


M. Perié, B. Ostoji¢é, B. Schafer and B. Engels 63 
The 'Q, branch of carbodiimide, HNCNH, at 1.1 THz 
W. Jabs, M. Winnewisser, S.P. Belov, T. Klaus and G. Winnewisser 77 


Multiple surface intersections and strong nonadiabatic coupling effects between the D *E,, and E ’B,, 
states of 
M. Déscher and H. Koppel 93 


Excited vibrational states of benzene: High resolution FTIR spectra and analysis of some out-of-plane 


vibrational fundamentals of C;H;D 
M. Snels, A. Beil, H. Hollenstein and M. Quack 107 


Coupled cluster calculations for three low-lying doublet states of linear C }, 
P. Botschwina and S. Schmatz 131 


The lowest valence transitions of 1,1’-bicyclohexylidene and 1,1';4',l'-tercyclohexylidene. An ab initio 
MRDCI study 
R.W.A. Havenith, J.H. van Lenthe, L.W. Jenneskens and F.J. Hoogesteger 139 


(continued on inside back page) 


The table of contents of Chemical Physics is included in ESTOC — Elsevier Science Tables 
of Contents service — which can be accessed on the World Wide Web at the following URL 
addresses: 

http://www.elsevier.nl/locate/estoc or http://www.elsevier.com/locate/estoc 


0301-0104(19971215)225:1/3;1-Y 


sss“ 


Contents 


(continued from page 4 of cover) 


Singlet and triplet excited states of a pyramidalized alkene: Electron-energy-loss spectra, photoelectron 
spectra, and calculations of the excited states of tricyclo[3.3.3.0*’ Jundec-3(7)-ene 
C. Bulliard, M. Allan, J.M. Smith, D.A. Hrovat, W.T. Borden and S. Grimme 


Geometries and interconversion pathways of free and protonated B-ionone Schiff bases. An ab initio study 
of photoreceptor chromophore model compounds 
F. Terstegen and V. BuB 


Ab-initio study of optical response properties of nonstoichiometric lithium-hydride and sodium-fluoride 
clusters 
V. Bonatié-Koutecky and J. Pittner 


Photodissociation of methane on platinum 
J.L. Whitten 


New algorithms for an individually selecting MR-CI program 
M. Hanrath and B. Engels 


Relativistic one-electron Hamiltonians ‘for electrons only’ and the variational treatment of the Dirac 
equation 
W. Kutzelnigg 


An extrapolation scheme for spin—orbit configuration interaction energies applied to the ground and 
excited electronic states of thallium hydride 
F. Rakowitz and C.M. Marian 


The use of Gaussian spinors in relativistic electronic structure calculations: the effect of the boundary of 
the finite nucleus of uniform proton charge distribution 
Y. Ishikawa, K. Koc and W.H.E. Schwarz 


Relativistic configuration interaction calculations of the potential curves and radiative lifetimes of the 
low-lying states of bismuth nitride 
A.B. Alekseyev, H.-P. Liebermann, G. Hirsch and R.J. Buenker 


Resonances in the photodissociation of CO,: periodic-orbit and wavepacket analyses 
I. Burghardt and P. Gaspard 


Ultrafast excitation process in NaNH,: a combined theoretical and experimental analysis 
R. de Vivie-Riedle, S. Schulz, J. H6hndorf and C.P. Schulz 


Calculation of total photoabsorption cross sections of Ar, Kr, N, and CO 
N. Stein, C. Hattig and B.A. Hess 


Author index 
Subject index 
Instructions to authors 


153 


163 


173 


189 


- 
1 
203 
223 
239 
247 
| 
309 
319 
331 


i 

| 


